Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.078; wR factor = 0.181; data-to-parameter ratio = 10.4.
In the title molecule, C 21 H 13 F 6 N 3 O 2 , the pyridine ring forms dihedral angles of 1.7 (1) and 5.2 (1) with the two benzene rings. In the crystal structure, intermolecular N-HÁ Á ÁO hydrogen bonds and Á Á Á interactions [centroid-centroid distance of 3.628 (3) Å between aromatic rings] link molecules into stacks along the c axis. The two trifluoromethyl groups are each rotationally disordered between two orientations, with occupancy ratios of 0.58 (1):0.42 (1) and 0.55 (1):0.45 (1).
Related literature
For the synthesis and biological activity of acyl thiourea derivatives, see: Duan et al. (2003) ; Li et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). In (I) (Fig.1) , the central pyridine ring makes the dihedral angles of 1.7 (1) and 5.2 (1)° with the two benzene rings, respectively. In the crystal structure, intermolecular N-H···O hydrogen bonds (Table 1 ) and π-π interactions proved by short distance of 3.628 (3) Å between the centroids of aromatic rings link molecules into stacks along axis c.
Pyridine-2,6-dicarbonyl chloride (II) was prepared according to the literature procedures (Duan et al., 2003) . To a solution of (II) (5 mmol) in dichloromethane (30 ml) was added KSCN (15 mmol) and PEG-400 (0.2 g). The mixture was stirred at room temperature for 2 h, then 4-trifluoroaniline (10 mmol) was added and the suspension was stirred for 1 h. The mixture was filtered and the precipitate was washed with a little ethanol. The solvent was removed under reduced pressure and the residue was purified by recrystallization from DMF and water (20:1, v/v) . Then recrystallization from actone over a period of one week gave colourless crystals of (I).
Refinement
C-bound H atoms were geometrically positioned (C-H 0.93 Å) and refined as riding, with U iso (H) =1.2U eq (C). H atoms bonded to N atoms were located at the difference map, and refined with bond restrains N-H = 0.84 (3) Å, and with constrains of U iso (H) = 1.2U eq (N). Two trifluoromethyl groups were treated as rotationally disordered between two orientations each with the ratios refined to 0.58 (1) 
N,N'-Bis[4-(trifluoromethyl)phenyl]pyridine-2,6-dicarboxamide
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